PROGRESS IN SURFACE SCIENCE 


Volume 25, Numbers 1-4 


QUANTUM THEORY OF SURFACE PHENOMENA 
In Celebration of Professor Jaroslav Koutecky’s 65th Birthday 


Part I 
CONTENTS 


A Tribute to Professor Jaroslav Koutecky 
by J. CIZEK, S.G. DAVISON and J. PALDUS 


Two-Point Padé Approximants in Electrochemical Kinetic Currents 
by J. CIZEK, J. PALDUS, U.W. RAMGULAM and F. VINETTE 


1. Clean Surfaces 


Atomic Surface Relaxation 
by G. ALLAN 


From Slabs to Surfaces—Calculating the Electronic Structure 
of a Semi-infinite Solid 
by J.E. INGLESFIELD 


Surface Green Functions 
by I. BARTOS 


Surface-State Tunnelling 
by S.G. DAVISON, H. UEBA, R.J. JERRARD, M. KOLAR and M. STESLICKA 


Green’s Function Theory of the Surface Properties of II-VI Compounds 
by J.T. SCHICK and S.M. BOSE 


Hartree-Fock ab-initio Characterization of Ionic Crystal Surfaces 
With a Slab Model. The (0001) Face of a-Al.O; 
by C. PISANI, M. CAUSA, R. DOVESI and C. ROETTI 


Charge Transfer Effects on the Surface Segregation in Binary Alloys 
by S. MUKHERJEE and J.L. MORAN-LOPEZ 


(Contents Continued) 


1987 
| 
| 
| 
> 


(Continuation of Contents) 


Simple Pairing Picture of Surface Reconstruction: 147 
(2x1) Instability of Silicon Surfaces 
by M. TOMASEK 


Hybridization of Surface- and Impurity-Localized 
Modes in Finite Tight-Binding Chains 
by H. PUSZKARSKI 


2. Chemisorption 


Interaction of Alkali Metals With Semiconductors 
by I.P. BATRA 


Theoretical Descriptions of Atomic and Molecular Chemisorption on Metals 
by B.K. LUNDQVIST, T. FONDEN, J. IDIODI, P. JOHNSSON, 
A. MALLO and S. PAPADIA 


Theory of the Interaction Between Chemisorbed Atoms on Metal Surfaces 
by J.-P. MUSCAT 


Indirect Oscillatory Interactions Between Molecules Chemisorbed 
on Metal Surfaces 
by N.H. MARCH 


Theoretical Aspects of Heterogeneous Catalysis 
by R.A. VAN SANTEN 


Electronic Structure of Chemisorbed Formate Layers on Copper Surfaces 
by D.W. BULLETT and W.G DAWSON 


Adsorption of Hydrogen on Nickel-Contaminated Copper Substrates 
by A.T. AMOS, P.A. BROOK and S.A. MOIR 


Chemisorption on a Contaminated BCC Metal 
by W.C. LU, Z.X. YANG, T. ZHANG and M. WANG 


Anderson-Newns Theory of Impurity Effects on Chemisorption 
by X.Q. DAI, W.C. LU, M. WANG, T. ZHANG and W.-K. LIU 


Computer Simulations of Chemisorption 
by M. MENON and R.E. ALLEN 


Instructions for Contributors 


Contents of Previous Volumes 


; 
Gas 
: 
155 
4 
12 
175 
‘s 
191 
229 
“a 
253 
285 
299 
307 
317 
333 
: 339 


: 


